A commonly used program for calculating the inverse Fourier transformation (IFT) of the raw SAXS data to obtain the mean pair distribution function, GNOME, optimizes a regularization parameter (as discussed in (Svergun, 1992) ) that leads to stable solutions for folded proteins, but introduces oscillations into the mean pair distribution function for heterogeneous systems in our experience. Thus, we restrain the ensemble calculations by comparing the raw scattering data to predicted scattering curves for the individual conformers as in previous ENSEMBLE applications (Marsh and Forman-Kay, 2009 ). Using the raw data does not diminish the information content and has the advantage of less data manipulation.
, related to Figure 3 Comparison of experimental Sic1 and pSic1 secondary chemical shifts (black) to SHIFTX predicted values from calculated free ensembles (red), the pSic1 complex model (green) and TraDES 'Coil' ensembles (blue).
Figure S2, related to Figure 1
Comparison of experimental PRE rates (black) to predicted values from calculated free ensembles (red), the pSic1 complex model (green) and TraDES 'Coil' ensembles (blue) for Sic1. (Note that no values are plotted where the experimental NMR resonance is completely broadened, precluding quantitation of PRE rates.) Figure S3 , related to Table 1 Comparison of experimental Sic1 and pSic1 The trans-prolyl isomers interact with Skp1-Cdc4 and their broadening was quantified relative to a baseline (dotted lines, determined by the highest intensity ratio in the C-terminus) for each addition of Skp1-Cdc4 and the relative contributions of all individual CPDs were averaged over three molar ratios.
Phosphorylation sites are marked as red circles. In cases of >2 isomers, only effects for cis-and transisomers with respect to the P+1 proline of the CPDs are reported with the other prolines being in the trans conformation. Where only one symbol is plotted, cis-and trans-prolyl isomers were not resolved.
Because isomers could not be assigned unambiguously in the region around pThr-5, effects for all isomers in this region are depicted as stars. However, lines are plotted through the most broadened isomers as a guide.
